Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.003 Å; R factor = 0.017; wR factor = 0.040; data-to-parameter ratio = 16.2.
Related literature
For the production of antitumor agents, see: Huang et al. (2007) ; Ye et al. (2009) . For a related structure, see: Huang et al. (2013) .
Experimental
Crystal data 
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 1996) T min = 0.309, T max = 0.407 5315 measured reflections 1470 independent reflections 1423 reflections with I > 2(I) R int = 0.022 Refinement R[F 2 > 2(F 2 )] = 0.017 wR(F 2 ) = 0.040 S = 1.13 1470 reflections 91 parameters 26 restraints H-atom parameters constrained Á max = 0.40 e Å À3 Á min = À0.46 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (3) 166.72 (7) Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1 2 ; y þ 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT (Bruker, 2001; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL2013 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: WinGX (Farrugia, 2012) . supplementary materials Acta Cryst. (2014) . E70, o650 [doi:10.1107/S1600536814010009]
3-Iodo-1H-pyrazolo[3,4-b]pyridine
Ping-Hsin Huang, Yuh-Sheng Wen and Jiun-Yi Shen
Comment
The title compound has been shown to be a precursor for the production of anticancer drugs (Huang et al., 2007; Ye et al., 2009 ). The molecular structure is shown in Figure 1 . The dihedral angle between the pyridine and the pyrazole rings is 0.82 (3)°. (Huang et al., 2013) As shown in Fig.1, N Packing is also facilitated through π···π stacking interactions along (1 1 0) with interplanar distances of 3.292 (1) and 3.343 (1) Å, and centroid to centroid distances of 3.308 (1) and 3.430 (1) Å (Fig 3. ). Molecules in the crystal structure are thus connected through N-H···N hydrogen bonding interactions, through a C-I···N halogen bond as well as π···π stacking interactions that help to stabilize the crystal structure.
Experimental
The compound was synthesized by the following procedure (Ye et al., 2009) . Iodine (18.7 g, 73.6 mmol) was added to a solution of 1H-pyrazolo[3,4-b]pyridine (3.5 g, 29.4 mmol) in DMF (50 ml), followed by KOH (6.6 g, 118.0 mmol). The mixture was stirred at room temperature for 2 h. After that, it was poured into brine and extracted with ethyl acetate and the organic extract was washed with brine and aqueous Na 2 SO 4 , dried and concentrated in vacuum. The residue was purified by recrystallization in CH 2 Cl 2 and hexane to give a white solid (6.3 g, 87.5%). Crystals suitable for X-ray diffraction were grown from a CH 2 Cl 2 solution layered with hexane at room temperature. 1 
Refinement
H atoms were located in difference map but were positioned with idealized geometry and refined isotropic with U iso (H) = 1.2U eq (C,N). In the crystal, there are significant π···π stacking interactions between molecules.
3-Iodo-1H-pyrazolo[3,4-b]pyridine
Crystal data Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq I1 0.23044 (2) 1.04283 (2) 0.29263 (2) 0.02252 (7) (8) N2 0.0222 (10) 0.0173 (10) 0.0184 (9) 0.0042 (8) 0.0020 (8) 0.0004 (7) N3 0.0229 (10) 0.0192 (10) 0.0174 (9) −0.0007 (8) 0.0022 (8) 0.0019 (8) C1 0.0264 (13) 0.0240 (12) 0.0174 (10) −0.0075 (10) 0.0043 (9) −0.0015 (9) C2 0.0281 (14) 0.0234 (13) 0.0252 (12) −0.0062 (10) 0.0105 (10) −0.0064 (10) C3 0.0241 (13) 0.0159 (11) 0.0287 (12) −0.0020 (10) 0.0097 (10) −0.0022 (9) C4 0.0181 (11) 0.0138 (11) 0.0218 (11) −0.0036 (9) 0.0051 (9) 0.0011 (9) C5 0.0171 (11) 0.0160 (11) 0.0200 (11) −0.0037 (9) 0.0031 (8) −0.0009 (8) C6 0.0187 (11) 0.0168 (11) 0.0205 (11) −0.0006 (9) 0.0023 (9) 0.0026 (9) Geometric parameters (Å, º) I1-C6 2.076 (2) C1-H1 0.9500 N1-C1 1.339 (3) C2-C3 1.376 (4) N1-C5 1.345 (3) C2-H2 0.9500
